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31K Compounds, 2X More than 2017
186K Precursor lons - 1.3M Spectra

Fragmentation Methods Precursor lon Types

27,840 HRAM (High Res Accurate Mass) Compounds| 26,575 Protonated

29,890 QTOF, HCD, IT-HRAM, QqQ Compounds 12,589 Deprotonated

29,444 lon Trap Compounds (Low Res., up to MS%) 10,032 Water/Ammonia Loss

246 APCI HRAM ‘Extractables and Leachables’ 24,167 Other In-Source Generated

Wide Variety of Compounds

Vitamin D3 Marbofloxacin C15FH15N304=p-C2H5N Naphthalene C13H18N=p-C9H11NO Fentanyl
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GIu—Asp [M+H]+ - MS Interpreter

Types of Compounds and Spectra T ' MS Interpreter
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Hybrid Search - Identify Compounds Not in the Library

H _ Name - 278.1250 Name: Scan:452 RT:0.899 PrecursorScan-446? nMSN:390 MonoisoPrMZfro| . S.. Name A Hrhs ms1 Precu_rsorll:\tensﬂ606296.25 ms1PrecursorRT:33.270
1 Scan:3 RT:0.017 PrecursorScan-2? nMSN-1 MonoisoPrMZfromRaw:0.0000 Prex ' MW: N/A ID#: 13161 DB: History 1A Scan:12924 RT:33.272 PrecursorScan:1 ' m&'s‘;";f'fngftgg-‘}o TSF‘.;S'G'MZ:“‘Z-3228"”3
. ) : : : ID#: 4 DB: Text File
Scan'4 RT-0.018 PrecursorScan-2? nMSN-2 MonoisoPrMZfromRaw-0.0000 Prex 150.0507 ggﬁpgﬂzg L[;S?]_ B SRt BT (AL Piacsnrcat iy i Comment: Charge=2 Parent=1112.3982
o | Cranan-E DT-MN NT0O Droowess ore -7 nRICRI-2 kA n DRl 7 frarmm D —oaae- N NN D hd B p -

- B B Names [ Structures | Spec)Llst 50 10 largest peaks:
< 3 Comment: Charge—'l Parent=278.1252 hr_msms_nist; 1026712 total spectra 204.0863 819.2858 1055.3745 1346.4706 1567.5593 657.2337 999.00 | 366.1389 655.34 | 204.0863 194.77 |

Mames /i Stuctes 7 Spec List 10 largest peaks: 100 - - b b e Dy T e i e w07, 18105541 6582366 154.84| 274.0917 144.18| 1346.4706 110.78 |

lhr_msms_nist2020_v41, 1026712 total specira 60 120 180 240 278.1250 999.00 | 232.1193 94253 | 214.1086 500.70 | 130.0507 34 150 300 450 600 750 900 1050 1200 1350 1500 1650 1800 292.1023 94.39| 528.1918 85.27| 1055.3745 80.01 |
- - - (History) Scan:452 RT:0.899 PrecursorScan:4 | < > (Text File) Scan:12924 RT:33.272 PrecursorScan:12923? nMSN:10825 MonoisoPrMZfromRaw:0.0000 PEPMASS:R(| 819.2858 72.26 |
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1000 900 800 700 600 500 400 300 200 100 214.1086 922 967R 0.00P 291.094DM 897 956R 0.00P -0.0012DM

{LGlutamic acid [... \L-Glutamic acid [... L-Glutamic acid [... o-Guanidinoglutari... a-Guanidinoglutari... 85 0654 130.0507 | 204.0863
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OH OH 3 (hr) G2FS2 NeuAc [M+2H]2+ ... 4 (hr) G2FS2 NeuAc [M+2H]2+ ... B6-Yb4 C40H66N2030+H 1055.3749
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(25)-2-[(1S)-1-Ca... (S)-2-Ureidopenta... L-Glutamic acid [... (S)-2-Ureidopenta... (25)-2-[[(1S)-1-Car... C5H8NO3 5 (hr) G281 [M+2H]2+ HCD 20..[6 (hr) G2S2 [M+2H]2+ HCD 20...
698 836R 130.065... 696 838R 130.065... 696 835R 130.065... 694 831R 130.065... 693 838R 130.065.. | 100- 856 937R 0.00P 291.094DM 848 934R 0.00P -0.0012DM 100- PN e——
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050H 0,0H o0 60 70 30 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 29C Wﬁi xScan:12924 RT:33.272 PrecursorScan:12923? nMSN: 10825 Md Head to Tail MF=856 Dot=937 - G2S1
C C | & Scan:452 RT-0.899 PrecursorScan:446]| Head to Tail MF=707 RMF=850 |w L-Glutamic acid a3 | Difference )\ Head to Tail { Side by Side ), Subtraction / 856 937R 0.00

,J\f\?l HWOH HO’U\/\)LOH AVJ“ HWOH [, Difference , Head to Tail _Sie by Side Ji_Subracton 7 RN Name: G251

NH 1 - - 7 (hr) G3S3 NeuAc [M+2H]2+ .. 8 (hr) G3S3 NeuAc [M+2H[2+ .. 100 Precursor type: [M+2H]2+
2 Name: L-Glutamic acid 834 927R 0.00P -656.229DM 832 926R 0.00P -656.229DM Instrument type: HCD
A 1004 Formula: C5HgNO4 Collision energy: NCE=20%

- - - - _ - _ C5H8NO3 MW: 147 Exact Mass: 147.053158 :Wq wq | Precursor m/z: 966.8511
L-Glutamic acid [... L-Glutamic acid [... L-Glutamic acid [... a-Guanidinoglutan... a-Guamdinoglutan... | C4H6NO CASH 56-86-0 NISTZ 1188710 ID# ;34“. w\ﬁ“ Formula: C73H121N5054
692 837R 130.065... 689 825R 130.065... 685 843R 130.065... 685 838R 130.065... 684 824R 130.065._. m DB: hr n?sr-list:mzn \FF 'S, LT YL, ord MW: 1931 Exact Mass: 1931.68759 NIST#: 3207079 ID#: 807613 DB: hr_m
Other [E Nane - - Comment: NIST Mass Spectrometry Data Center

9 (hr) G2FS NeuAc(2-6) [M+2H... 10 (hr) G3S3 NeuAc [M+2H]2+ ... ~ lon mode: P
Compound 1D: 0 827 924R 0.00P 145.036DM 800 887R 0.00P -656.229DM | Instrument: Orbitrap Fusion Lumos
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ki C5HONOA4 (hr_msms_nist2020_v41) L Glutamic acid [M+H]+ HCD 25% 7 P-148.1 | hores: Consensus spectrum, . |(hr_msms_nist) G2S1 [M+2H]2+ HCD 20% P=966.9 : I
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